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3.26 0.000919371
4.224715903
Parkes 1963
N 1 Valence
C 3.259 0.001855977
3.293 0.001650884
3.753 0.00033858
4.339 4.49925E-05
3.183 0.0024113
3.251 0.001907826
1.127 2.867849344
2.498 0.025518454
4.401 3.63414E-05
4.246 6.19793E-05
3.853 0.00023993
4.502 2.56643E-05
4.278 5.55114E-05
N 3.725 0.000161593
3.635 0.000226238
3.603 0.000254992
3.858 9.82783E-05
3.543 0.000319121
3.712 0.000169642
3.725 0.000161593
3.543 0.000319121
3.624 0.000235737
3.635 0.000226238
3.712 0.000169642
3.603 0.000254992
2.904593972
Iglesias 2008
N 14 Valence
N 2.331 0.029648497
C 4.113 9.79906E-05
3.627 0.000522551
3.641 0.000497953
2.447 0.030418562
2.832 0.008077312
2.493 0.025961705
1.404 1.104657843
2.89 0.00661473
1.479 0.853188434
2.563 0.020399957
1.54 0.691517112
2.884 0.006752845
4.352 4.30224E-05
3.053 0.003773128
3.724 0.000374144
4.387 3.81367E-05
4.432 3.26613E-05
4.484 2.73057E-05
2.782643891
Iglesias 2008
N 19 Valence
N 2.331 0.029648497
C 4.332 4.60904E-05
4.472 2.84579E-05
3.582 0.000610153
4.441 3.16644E-05
2.85 0.007591769
2.961 0.005179793
1.284 1.670014701
4.289 5.34476E-05
3.212 0.002182096
2.41 0.034552717
1.543 0.684408853
3.875 0.000222422
1.49 0.821469567
2.473 0.027813051
4.289 5.34476E-05
2.476 0.027527155
3.813 0.000275369
2.919 0.005985974
3.317695225
Iglesias 2008
N 68 Valence
N 2.272 0.036966384
C 4.372 4.01587E-05
4.318 4.83672E-05
4.379 3.92021E-05
3.513 0.000773832
2.903 0.006325096
4.214 6.92008E-05
2.897 0.006457163
1.275 1.722591233
2.469 0.028198871
2.837 0.007939406
1.435 0.992793399
2.392 0.036762589
2.932 0.00572387
2.449 0.030209751
3.778 0.000310647
3.783 0.000305344
4.26 5.90617E-05
1.5 0.793658678
3.669272254
